LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71020\
Data File : BM026727.D

Aca On 10 Jul 2020 10:55

Operator : JU/CG

Sample : L3160-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM070820 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4 _.957 346 352 358 rBVY 1473461 2127663 44.93% 5.932%
2 5.010 358 361 371 rVB 89091 174972 3.70% 0.488%
3 5.369 416 422 429 rBV 55461 78140 1.65% 0.218%
4 6.534 613 620 631 rVB 1492029 2331741 49.24% 6.501%
5 6.975 688 695 704 rBV2 139555 264071 5.58% 0.736%
6 7.322 747 754 760 rBV 313855 475982 10.05% 1.327%
7 7.434 769 773 779 rVB 30901 49368 1.04% 0.138%
8 7.634 800 807 812 rBVY 1195873 1768182 37.34% 4.929%
9 7.681 812 815 823 rVB 73866 106893 2.26% 0.298%
10 7.845 836 843 850 rBV 55266 93784 1.98% 0.261%

11 8.469 942 949 959 rBV 1005463 1525872 32.22% 4._.254%
12 10.075 1214 1222 1226 rBV 359283 574773 12.14% 1.602%
13 10.122 1226 1230 1242 rVB 429459 671717 14.19% 1.873%
14 12.586 1642 1649 1657 rBV 2022115 2867001 60.55% 7.993%
15 13.457 1790 1797 1807 rBV 228984 319217 6.74% 0.890%

16 13.863 1855 1866 1873 rBV3 19415 61035 1.29% 0.170%
17 13.980 1880 1886 1898 rVB 491276 694188 14.66% 1.935%
18 14.457 1962 1967 1977 rBV 87591 143181 3.02% 0.399%
19 15.486 2136 2142 2152 rBV 1757151 2431588 51.35% 6.779%
20 16.021 2229 2233 2239 rVB 49544 73521 1.55% 0.205%

21 16.327 2278 2285 2303 rVB6 42704 205288 4_.34% 0.572%
22 16.739 2350 2355 2362 rBV 591462 804682 16.99% 2.243%

23 17.298 2443 2450 2461 rVB5 20419 70577 1.49% 0.197%
24 17.686 2505 2516 2535 rBV 728399 1319882 27.87% 3.680%
25 17.956 2557 2562 2566 rBV 60544 93073 1.97% 0.259%
26 18.004 2567 2570 2580 rVB7 35733 66136 1.40% 0.184%

27 18.321 2615 2624 2637 rVB 162457 425297 8.98% 1.186%
28 18.980 2731 2736 2748 rBV2 227041 397226 8.39% 1.107%
29 19.133 2757 2762 2770 rVB4 37139 62217 1.31% 0.173%
30 19.403 2803 2808 2814 rBV 3916689 4735278 100.00% 13.201%

31 19.515 2820 2827 2837 rVB 360663 701565 14.82% 1.956%
32 19.974 2902 2905 2912 rVB6 29929 48760 1.03% 0.136%
33 20.239 2946 2950 2957 rBV5 45949 94302 1.99% 0.263%
34 20.392 2969 2976 2984 rBV 529505 974488 20.58% 2.717%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71020\
Data File : BM026727.D

Aca On 10 Jul 2020 10:55

Operator : JU/CG

Sample : L3160-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 20.550 2998 3003 3014 rvVB4 70619 143370 3.03% 0.400%

36 20.715 3027 3031 3036 rBV 117047 159382 3.37% 0.444%
37 20.962 3068 3073 3078 rBV 833585 1039228 21.95% 2.897%
38 21.109 3092 3098 3103 rBV 757417 1203761 25.42% 3.356%
39 21.156 3103 3106 3111 rVB 107637 120478 2.54% 0.336%
40 21.568 3173 3176 3187 rVB 184003 236679 5.00% 0.660%

41 21.739 3200 3205 3220 rBV 777310 1249100 26.38% 3.482%
42 21.997 3245 3249 3255 rVB 276599 327722 6.92% 0.914%
43 22.397 3311 3317 3322 rBVY 571155 1031619 21.79%% 2.876%
44 22.456 3322 3327 3337 rVB 360162 520982 11.00% 1.452%
45 22.962 3409 3413 3418 rVB 297342 422407 8.92% 1.178%

46 23.027 3418 3424 3430 rBV2 652269 1100665 23.24% 3.069%
47 23.121 3435 3440 3448 rVB 384277 761832 16.09% 2.124%

48 23.533 3506 3510 3518 rVB 184941 313303 6.62% 0.873%
49 23.950 3576 3581 3590 rVB 182001 407438 8.60% 1.136%

Sum of corrected areas: 35869626
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71020\
Data File : BM026727.D

Aca On : 10 Jul 2020 10:55

Operator : JU/CG

Sample : L3160-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM026727.D

3500000
3000000
2500000

2000000

1500000 4.96 6.53

7.63

1000000 8.4

500000 73
0l 537 6.97 )7.43)\68.85

] L

T T T T
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM026727.D

1940
3500000

3000000

2500000

12.59

2000000 15.49

1500000

1000000 17.69
16.74 ! 20.39

500000 13.98 18.98 19.52
13.46 14.46 1R S 32 'M3A 19.920.240.
1 13 : 16.0216.33 17.30 |\ 4B 1 9. .920.

Time--> 12.00 12,50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM026727.D

3500000
3000000
2500000
2000000
1500000

1000000] 20

500000 23.53 23.95
P

N\

e

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 2500 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71020\
Data File : BM026727.D

Aca On : 10 Jul 2020 10:55

Operator : JU/CG

Sample : L3160-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Benzene, 1,2,3-trimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.

6.97 11.10 ng 264071 1,4-Dichlorobenzene-d4 7.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
3 Mesitvlene 120 C9H12 000108-67-8 93
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 70

Abundance Scan 694 (6.969 min): BM026727.D (-688) (- m/z 105.10 100.00%
105.1
45.0
5000 120.1
591 77.1
] | L 91|-1 6.60 6.80 7.00 7.20 7.40
S N SISO PV IO [ 1 US| ST | m/z 45.05 72.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9414: Benzene, 1,2,3-trimethyl-
105.0
5000 120.0 erl""l""I""I""I'
6.60 6.80 7.00 7.20 7.40
07 390 570 60 770 9#0 m/z 120.10 38.49%
A 1 A \‘ MR LU \\“
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance
105.0
6.60 6.80 7.00 7.20 7.40
5000 120.0 m/z 59.10 24 .64%
14.0 28.0 39.0 51.0 65.0 77.0 91.0
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #9402: Mesitylene
105.0 6.60 6.80 7.00 7.20 7.40
m/z 77.10 15.87%
120.0
5000
270 390 510 5o (10 90 |
’ |, Lo o 10 i L il
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71020\
Data File : BM026727.D

Aca On : 10 Jul 2020 10:55

Operator : JU/CG

Sample : L3160-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Benzene, cyclopropyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.

7.68 4.49 ng 106893 1,4-Dichlorobenzene-d4 7.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. cvclopropvl- 118 C9H10 000873-49-4 87
2 Indane 118 C9H10 000496-11-7 87
3 (2)-1-Phenvlpropene 118 C9H10 000766-90-5 72
4 Deltacvclene 118 C9H10 007785-10-6 64
5 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 60

Abundance Scan 815 (7.681 min): BM026727.D (-812) (-) m/z 117.10 100.00%
117.1
5000 A}\
A
91.0 T T T T AT T T
i NP IS i N PURSLA - SN X PR | S m/z 118.05 53.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8966: Benzene, cyclopropyl-
117.0
%00 10 T Tho 7k 50
m/z 115.10 29.79%
. 39.0 ﬂo 630 47, 103.0
”I}?ql””'v"m"”l'”llmh'P'Jh"”h'”'lm"P"W"”
m/z--> 10 20 30 40 70 80 90 100 110 120
Abundance
117.0
740 7.60 7.80 8.00
5000 m/z 91.05 18.19%
91.0
150 270 390 510 630 479 103.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8954: (2)-1-Phenylpropene
117.0 7.40 7.60 7.80 8.00
m/z 63.05 10.57%
5000 910
390 510 630 779 103.0
'w}ng?zq”'“'“'N'Wlﬂhw'”ww'“““'wﬂ“'w'“w'“
m/z--> 10 20 30 40 70 80 90 100 110 120 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71020\
Data File : BM026727.D

Aca On : 10 Jul 2020 10:55

Operator : JU/CG

Sample : L3160-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Dodecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.46 4.13 ng 143181 Acenaphthene-d10 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 97
2 Undecanoic acid 186 C11H2202 000112-37-8 64
3 Nonanoic acid 158 C9H1802 000112-05-0 52
4 n-Decanoic acid 172 C10H2002 000334-48-5 50
5 Octanoic acid 144 C8H1602 000124-07-2 38
Abundance Scan 1968 (14.463 min): BM026727.D (-1962) (-) m/z 60.05 100.00%
41.1 64.0
5000 »WVNﬂNW~ANWHMjkxv»uN~,hm*Aﬂ_
85.1 129.0 1571 el e A
Lva 101.0 2001 14.20 14.40 14.60 14.80
m/z 73.05 91 .53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61122: Dodecanoic acid
73.0
000 0 o 14130 1440 1460 1480
. 0
‘ 1010 2000 m/z 41.10 90.22%
...,....,‘.‘..”l,‘.‘:“. .M--“‘.--‘4-.----.‘----‘.--‘--1?:?9--.----
m/z--> 20 40 60 100 120 140 160 180 200
Abundance
60.0
14.20 14.40 14.60 14.80
5000 43.0 m/z 43.05 82.05%
85.0 129.0
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #30180: Nonanoic acid e  RRRaE Bam s
60.0 14.20 14.40 14.60 14.80
m/z 55.10 74 .10%
41.0
5000
115.0
H o]
.y%?.wu.h‘J.NL‘.JHM,HL.:Wﬂ....,....,..%?%9...,.. R RRRE e SR e R R
m/z--> 20 40 60 80 100 120 140 160 180 200 14.20 14.40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71020\
Data File : BM026727.D

Aca On : 10 Jul 2020 10:55

Operator : JU/CG

Sample : L3160-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Eicosane, 10-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.33 5.10 ng 205288 Phenanthrene-d10 16.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 62
2 Heptacosane 380 C27H56 000593-49-7 62
3 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 58
4 Octacosane 394 C28H58 000630-02-4 58
5 Hexacosane 366 C26H54 000630-01-3 58
Abundance Scan 2285 (16.327 min): BM026727.D (-2278) (-) m/z 57.10 100.00%
57.1
5000 qWRNAVMJJVV/]A\\\VMMWM&ANMJ
167.1
\ ‘99.0 158 210.1 280.9 16.00 16.20 16.40 16.60
b L B3P A T 2809 "m/z 43.10  50.34%
m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl-
57.0
5000 NN AR SRS
16.00 16.20 16.40 16.60
9.0 m/z 71.15  49.30%
‘ ' 154.0
e g B0 230 2810
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
16.00 16.20 16.40 16.60
5000 m/z 85.10 37.81%
99.0
27.0 141.0 183.0 2250 267.0 309.0 351.0380.0
m/z--> 50 100 150 200 250 300 350
Abundance #96002: Tridecanol, 2-ethyl-2-methyl- R ARREEmaEE TS
57.0 16.00 16.20 16.40 16.60
m/z 167.10 35.12%
5000
99.0
211.0
T L
m/z--> 50 100 150 200 250 300 350 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71020\
Data File : BM026727.D

Aca On : 10 Jul 2020 10:55

Operator : JU/CG

Sample : L3160-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.69 32.81 ng 1319880 Phenanthrene-d10 16.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Undecanoic acid 186 C11H2202 000112-37-8 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 2517 (17.692 min): BM026727.D (-2505) (-) m/z 43.05 100.00%
430 730
5000
129.1
2132 rTrTrTTTT TTTT TrTTTTTT
| 91.0 19 1711 041 256.3 17.'40 17.|60 17.|80 18.IOO
e prreri : : m/z 41.05 84_03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 R B LI SN R

83.0 17.40 17.60 17. 80 18 00
| 256.0 m/z 73.05 83.77%
h‘

157.0 1850 213.0

4
il ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
R e A BABEARARE
17.40 17.60 17.80 18.00
5000 129.0 m/z 60.05 80.42%
97.0 199.0
157.0 242.0
15.0 177.0 223.0
R B o R B e e Rl RABSR RN as B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid AR s
73.0 17.40 17.60 17.80 18.00
m/z 55.05 73.75%
43.0
5000
129.0
‘ 1710 2140
180\\ . I “ h‘\ b ) 1490 - —
IIIIIIII ™ IIIIIIIIIIIIIIIIIIIIIIII _'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'_
m/z--> 20 40 60 80 lOO 120 140 160 180 200 220 240 260 17.40 17.60 17.80 18.00

8270-BM070820.M Sat Jul 11 05:04:48 2020 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71020\
Data File : BM026727.D

Aca On : 10 Jul 2020 10:55

Operator : JU/CG

Sample : L3160-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.32 10.57 ng 425297 Phenanthrene-d10 16.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Eicosane 282 C20H42 000112-95-8 90
5 Hexatriacontane 507 C36H74 000630-06-8 90
Abundance Scan 2624 (18.321 min): BM026727.D (-2615) (-) m/z 57.10 100.00%
57.1
| Fm 15100 15,20 1640 1860 |
141.1 : . : .
U T 3831 2254 2678 0 Tnjz 43.10  79.40%
miz--> 0 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57.0
5000 LR AR B BN B
mmmmmmmm
99.0 m/z 71.10 61.83%
20 || |1 a0 183.0 2250 26602960
miz--> 0 §o 160 1éo 200 250 360 3éo '
Abundance
57.0
18,00 18.20 18.40 18.60
5000 m/z 85.05 41.12%
99.0
27.0 141.0 183.0 225.0 267.0 323.0 380.0
miz--> 0 §o 160 1éo 200 250 300 3%0 '
Abundance #209566: Octacosane  RaamEEe et
57.0 18.00 18.20 18.40 18.60
m/z 41.10 32.57%
99.0
27,0 ‘ I Ly, 10 1830 225.0 281.0 337.0 394.0
miz--> 0 §o 160 1éo 200 250 360 3éo ' 1800 1820 1840 1860 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71020\
Data File : BM026727.D

Aca On : 10 Jul 2020 10:55

Operator : JU/CG

Sample : L3160-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Octadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.98 7.64 ng 397226 Chrysene-di12 20.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Tridecanoic acid 214 C13H2602 000638-53-9 80
Abundance Scan 2736 (18.980 min): BM026727.D (-2731) (-) m/z 43.10 100.00%
Bl 250
5000
129.1
99.0 ‘ 1851 212 04 18,60 18.80 19.00 19.20

: 157.1
Mo N [ 2182 | T T Tw/z 41.10 81.85%

m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
43.0,,73.0
5000 129.0 L o B

18 60 18. 80 19. 00 19.20

185.0 2410  284.0 m/z 73.05  80.05%

L 1570, | 2130 |
m/z--> 50 100 150 200 250 300 350

Abundance
60.0
A E ma s B
18.60 18.80 19.00 19.20
5000 129.0 m/z 55.10 76.05%
97.0 157.01g5 02130  256.0
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester A ARE RS
43.0 18.60 18.80 19.00 19.20
m/z 60.05 76.05%
73.0
129.0
185 0
213 0241.0
m/z--> 50 O 150 200 250 300 350 18 60 18. 80 19. 00 19. 20

8270-BM070820.M Sat Jul 11 05:04:51 2020

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71020\
Data File : BM026727.D

Aca On : 10 Jul 2020 10:55

Operator : JU/CG

Sample : L3160-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.52 13.50 ng 701565 Chrysene-di12 20.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Eicosane 282 C20H42 000112-95-8 90
Abundance Scan 2828 (19.521 min): BM026727.D (-2820) (-) m/z 57.10 100.00%
51.1
5000 /l
T W W
YRR N P B B B 3 £ S m/z 43.10 72.40%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 RN AU R
mmwmmmmm
99.0 m/z 71.10 55.80%
27.0 h [ H , 141.0 1830 2250 281.0 337.0 394.0
m/z--> 55 100 1%0 200 250 360 3éo
Abundance
57.0
19.20 19.40 19.60 19.80
5000 m/z 85.05 40.14%
99.0
141.0 18203110 25202810 3279
m/z--> - '55' - 160" ' 150" "260" "250" ' 500" ' ééd L
Abundance #202662: Heptacosane L
57.0 19.20 19.40 19.60 19.80
m/z 41.10 26.66%
- M/\j\\«w\
99.0
27,0 | | 141.0 1830 225.0 267.0 323.0 380.0
! I

m/z--> 50 100 150 200 250 300 350 19 20 19. 40 19. 60 19. 80

8270-BM070820.M Sat Jul 11 05:04:52 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71020\
Data File : BM026727.D

Aca On : 10 Jul 2020 10:55

Operator : JU/CG

Sample : L3160-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Tridecane, 6-propyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

20.39 18.75 ng 974488 Chrysene-di12 20.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 6-propvl- 226 C16H34 055045-10-8 93
2 Heptacosane 380 C27H56 000593-49-7 91
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 2976 (20.392 min): BM026727.D (-2969) (-) m/z 57.10 100.00%

57.1
5000 85.1

113.2 20 00 20.20 20.40 20.60 20.80
141.2169.1197.1225.
ol A b LT 141-21609.1107.1225.2063.3  295.2323.2 3571 | 7z 43.10  73.02%

m/z--> 50 100 150 200 250 300 350
Abundance #83030: Tridecane, 6-propyl-
43.0
71.0

5000 L AL e i
20 00 20. 20 20. 40 20 60 20. 80
Joal

m/z 71.10 60.85%

‘ 126.0154.0183.0
Ay 260
m/z--> 50 100 150 200 250 300 350
Abundance

57.0

20.00 20.20 20.40 20.60 20.80

5000 m/z 85.10 40.51%
85.0
29.0
113.0141.0169.0197.0225.0253.0281.0  323.0351.0380.0
A s e B e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #194499: Eicosane, 7-hexyl-
57.0 20.00 20.20 20.40 20.60 20.80

m/z 55.10 25.62%

130
‘ } I 1410 182.0211.0 252,0281.0309 0337.0

|

m/z--> 50 100 150 200 250 300 350 20 00 20. 20 20. 40 20 60 20. 80

8270-BM070820.M Sat Jul 11 05:04:52 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71020\
Data File : BM026727.D

Aca On : 10 Jul 2020 10:55

Operator : JU/CG

Sample : L3160-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Heptacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

21.11 23.17 ng 1203760 Chrysene-di12 20.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Tridecane. 6-propvl- 226 C16H34 055045-10-8 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
5 Tetratetracontane 619 C44H90 007098-22-8 91

Abundance Scan 3098 (21.109 min): BM026727.D (-3092) (-) m/z 57.10 100.00%

517.1
5000

Fl mmmmmmmm
1411 183.2
Ay TS 1832 2252 2811 32343643 4291 47511 sz 43.10  68.89%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #209566: Octacosane
57.0

5000 R B R e
2080 21. OO 21. 20 21. 40

m/z 71.10 56.94%

99.0
| ‘ | ||, 1410 183.0 2250 281.0 337.0 394.0
T B e L e e e B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43.0

20.80 21.00 21.20 21.40

5000 85.0 m/z 85.10 40.07%
126.0 183.0
226.0
I B e o o e B LA e o o o L o A
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #202662: Heptacosane
57.0 20.80 21.00 21.20 21.40

m/z 55.10 26.42%

5000
99.0
{ ‘ | [y 141.0 183.0 225.0 267.0 323.0 380.0

m/z--> 50 100 150 200 250 300 350 400 450 20 80 21. OO 21. 20 21. 40

8270-BM070820.M Sat Jul 11 05:04:53 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71020\
Data File : BM026727.D

Aca On : 10 Jul 2020 10:55

Operator : JU/CG

Sample : L3160-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 Heptadecane, 2,6,10,15-tetr... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
21.57 4_.55 ng 236679 Chrysene-di12 20.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
2 Heptacosane 380 C27H56 000593-49-7 87
3 Tetracosane 338 C24H50 000646-31-1 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 87
Abundance Scan 3176 (21.568 min): BM026727.D (-3173) (-) m/z 57.10 100.00%
57.1
5000
9.0
1411 207.0 21.20 21.40 21.60 21.80
AL A N0 2720 3281 4310 030 o430 73.61%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 AR AL AR
21120 21.40 21.60 21.80
m/z 71.05 60.33%
“ h‘ L ‘\ 4 14101830 239.0 296.0
m/z--> 50 100 1éo 200 250 300 350 400 450 500
Abundance
57.0
21.20 21.40 21.60 21.80
5000 m/z 85.05 37 .55%
990 1410 183.0 225.0 267.0 323.0 380.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #175557: Tetracosane
57.0 21.20 21.40 21.60 21.80
m/z 55.10 27 .37%
5000
9.0
| ]‘ | ;141.0183.0225.0267.0  338.0
m/z--> 50 100 150 200 250 300 350 400 450 500 21120 21.40 21.60 21.80

8270-BM070820.M Sat Jul 11 05:04:53 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71020\
Data File : BM026727.D

Aca On : 10 Jul 2020 10:55

Operator : JU/CG

Sample : L3160-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 Eicosane, 7-hexyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

21.74 24 .04 ng 1249100 Chrysene-d12 20.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 3205 (21.739 min): BM026727.D (-3200) (-) m/z 57.10 100.00%

5741

U1 14111831 2252 2661 3005 3513 4290 4751 2040 2160 2180 2200

b i p g 3% 1831 22522661 30953503 4290 4751 | n77 4310 68.81%

T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #209566: Octacosane
57.0

5000 ST T T
21,40 21.60 21.80 22.00

m/z 71.10 59.58%
| M y

| L h }44 0183.0225.0 281.0 337.0 394.0
e T T T e T e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0

21.40 21.60 21.80 22.00

5000 m/z 85.10 40.71%
99.0
141.0 183.0 225.0 267.0 323.0 380.0
e L o o B i e e o e e o e e S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194499: Eicosane, 7-hexyl-
7.0 21.40 21.60 21.80 22.00

m/z 55.10 24 .72%

5000
9.0
| 14101820 5055 2810359

m/z--> 50 100 150 200 250 300 350 400 450 21. 40 21. 60 21. 80 22. OO

8270-BM070820.M Sat Jul 11 05:04:53 2020 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71020\
Data File : BM026727.D

Aca On : 10 Jul 2020 10:55

Operator : JU/CG

Sample : L3160-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 Hexatriacontane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
22.00 5.95 ng 327722 Perylene-di12 23.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3249 (21.997 min): BM026727.D (-3245) (-) m/z 57.10 100.00%
51.1
5000
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—q—v—r
9.0 21.60 21.80 22.00 22.20 22.40
141.1
ob ek b g 2 19712890 313035704030 4891 o 43 10 71.48Y%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane
57.0
5000 DB
mmmmnmnmnm
F m/z 71.10 60.65%
18.0 ‘ ‘ | '), 141.0183.02250 281.0323.0 379.0421.0463.0 506.0
miz--> 0 55 160 1%0 260 250 300 350 400 4éo 560
Abundance
57.0
21.60 21.80 22.00 22.20 22.40
5000 m/z 85.10 38.56%
99.0
141.0183.0225.0 267 0 3380
miz--> 0 55 160 1%0 260 250 360 3%0 460 4éo 560
Abundance #185535: Heptadecane, 9-octyl-
7.0 21.60 21.80 22.00 22.20 22.40
m/z 41.10 25.94Y%
5000
9.0
A i0es0 P P0ae05s0 SV
miz--> 0 50 100 150 200 250 300 350 400 450 500 mmmmnmnmnm

8270-BM070820.M Sat Jul 11 05:04:54 2020 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71020\
Data File : BM026727.D

Aca On : 10 Jul 2020 10:55

Operator : JU/CG

Sample : L3160-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

22.40 18.75 ng 1031620 Perylene-di12 23.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Eicosane. 3-methvl- 296 C21H44 006418-46-8 94
3 Octacosane 394 C28H58 000630-02-4 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
5 Hexatriacontane 507 C36H74 000630-06-8 91
Abundance Scan 3317 (22.397 min): BM026727.D (-3311) (-) m/z 57.10 100.00%

57.1
5000 f\ “
9.0
nmnmnmnmnm
141.2

Ot b A 37521832 2302 28213232 3656 4161 4889 . 543 10 67.92%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129493: Eicosane
57.0

5000 R A EEEEEEEE SRS
22. OO 22. 20 22. 40 22. 60 22. 80

‘ 282.0 m/z 71.10 58.67%

| h L omomse
| I \ | N O W A Y |
e e
m/z--> 100 150 200 250 300 350 400 450
Abundance
57.0

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
22.00 22.20 22.40 22.60 22.80

5000 m/z 85.10  41.75%
99.0 141.0 183.0 205.0 %70
L e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #209566: Octacosane B B B e e
57.0 22.00 22.20 22.40 22.60 22.80

m/z 55.10 26 .04%

5000
9.0
| |, 1410 183.0 2250 281.0 337.0 394.0

m/z--> 50 100 150 200 250 300 350 400 450 22. 00 22. 20 22. 40 22. 60 22. 80

8270-BM070820.M Sat Jul 11 05:04:55 2020 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71020\
Data File : BM026727.D

Aca On : 10 Jul 2020 10:55

Operator : JU/CG

Sample : L3160-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 Pentadecane, 8-hexyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

22.46 9.47 ng 520982 Perylene-d12 23.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 93
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
4 Hexatriacontane 507 C36H74 000630-06-8 91
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 91

Abundance Scan 3328 (22.462 min): BM026727.D (-3322) (-) m/z 57.10 100.00%

57.1
5000

9.1
141.1 207 0 282.0 22.20 22.40 22.60 22.80
e it T 2820 33893872 4610 5492 75743710 68.85%

| | |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #141424: Heneicosane
57.0
5000 LA L L L L L L L
22. 20 22. 40 22 60 22. 80
m/z 71.10 59.88%
1.0
g | |4 romozse 20
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
22.20 22.40 22.60 22.80
5000 85.0 m/z 85.10 42 .45%
196.0
127.0 239.0281.0
[ T [ T [ T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194499: Eicosane, 7-hexyl- e B e e e e B
1.0 22.20 22.40 22.60 22.80
m/z 55.10 27.23%
5000

‘ 182.0275 o 28103230

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22. 20 22. 40 22 60 22. 80

8270-BM070820.M Sat Jul 11 05:04:55 2020 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71020\
Data File : BM026727.D

Aca On : 10 Jul 2020 10:55

Operator : JU/CG

Sample : L3160-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 Tridecane, 7-propyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
22 .96 7.68 ng 422407 Perylene-di12 23.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Eicosane. 9-octvl- 394 C28H58 013475-77-9 87
4 Tridecane. 7-propvl- 226 C16H34 055045-09-5 87
5 Eicosane 282 C20H42 000112-95-8 87
Abundance Scan 3413 (22.962 min): BM026727.D (-3409) (-) m/z 57.10 100.00%
57.1
5000 \_,‘A_,,ﬂdA,v}\__/\&*uww__,
91 22,60 22.80 23.00 23.20
141.1 : : :
ol bbb 3D, 2090 28113270 43014760 5490\ 17574310 70.00%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane
57.0
5000 UL AL SRS B
2260 22.80 23.00 23.20
% m/z 71.10  60.90%
L‘ h\‘\‘14101830 238.0281.0 337.0 394.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

%

Abundance
57.0
R AREEasEmmsas s
22.60 22.80 23.00 23.20
5000 m/z 85.10 42 .62%
99.0
15.0 141.0183.0 239.0 296.0
B L e R e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209567: Eicosane, 9-octyl- RS E S A EERARE
43.0 22.60 22.80 23.00 23.20
m/z 55.10 25.66%
5000 5.0
238 0281'0
‘ | 127.0169.0 | 323.0365.0
i ma EE E m o e R B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22. 60 22. 80 23. OO 23.20

8270-BM070820.M Sat Jul 11 05:04:56 2020 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71020\
Data File : BM026727.D

Aca On : 10 Jul 2020 10:55

Operator : JU/CG

Sample : L3160-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 19 Heptadecane, 9-octyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
23.53 5.69 ng 313303 Perylene-d12 23.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Pentacosane 352 C25H52 000629-99-2 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 3510 (23.533 min): BM026727.D (-3506) (-) m/z 57.10 100.00%
57.1
j'o 141.1 197.2239.2281.1 342.0387.1431.0 490.2 549.1 23'20 23'40 23'60 23'80 ”I
O S e T S m/z 43.10 72.07%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
7.0
5000 AR DR IR IR
2320 23.40 23.60 23.80
F m/z 71.10 60.23%
oo P00y
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
23.20 23.40 23.60 23.80
5000 m/z 85.10 39.14%
99.0
141.0183. 0225 0 281. 0 337.0 394.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185533: Pentacosane I AREEmESEEey Ee e
57.0 23.20 23.40 23.60 23.80
m/z 55.10 23.65%
5000
.0
| J{4}?18392250267030903520
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2320 23.40 23.60 23.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71020\
Data File : BM026727.D

Aca On : 10 Jul 2020 10:55

Operator : JU/CG

Sample : L3160-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 20 2-methyloctacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
23.95 7.40 ng 407438 Perylene-d12 23.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 92
2 Heptacosane 380 C27H56 000593-49-7 87
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 87
4 2-methvloctacosane 408 C29H60 1000376-72-8 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 3581 (23.950 min): BM026727.D (-3576) (-) m/z 57.10 100.00%
57.1
5000

' . . . 23.60 23.80 24.00 24.20
el g T PerTseet ey Ao m/z 43.10 68.72%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129492: Eicosane
57.0
5000 LA L L L L L
23.60 23.80 24.00 24.20
m/z 71.10 61.87%
0
Il ‘\ | L[ ,1410183.0225.0 282.0
B o e I o o e o o e B o o B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
R e B AEREsEEEE
23.60 23.80 24.00 24.20
5000 m/z 85.10 42.90%
99.0
141.0 183.0 225.0 267.0 323.0 380.0
B i o o B R I e e B e Al L I s o o e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194499: Eicosane, 7-hexyl- R e RS AERE
7.0 23.60 23.80 24.00 24.20
m/z 55.10 24 .58%
5000

9.0
| 14101820 5559 2810395 g

m/z--> 50 100 150 200 250 300 350 400 450 23 60 23. 80 24. 00 24 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO71020\
Data File : BM026727.D

Acq On 10 Jul 2020 10:55

Operator : JU/CG

Sample - L3160-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070820_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Benzene, 1,2,3-tr... 6.97 11.1 ng 264071 1 7.32 475982 20.0
Benzene, cyclopro... 7.68 4.5 ng 106893 1 7.32 475982 20.0
Dodecanoic acid 14.46 4.1 ng 143181 3 13.98 694188 20.0
Eicosane, 10-methyl- 16.33 5.1 ng 205288 4 16.74 804682 20.0
n-Hexadecanoic acid 17.69 32.8 ng 1319880 4 16.74 804682 20.0
Heneicosane 18.32 10.6 ng 425297 4 16.74 804682 20.0
Octadecanoic acid 18.98 7.6 ng 397226 5 20.96 1039230 20.0
Octacosane 19.52 13.5 ng 701565 5 20.96 1039230 20.0
Tridecane, 6-propyl- 20.39 18.8 ng 974488 5 20.96 1039230 20.0
Heptacosane 21.11 23.2 ng 1203760 5 20.96 1039230 20.0
Heptadecane, 2,6,... 21.57 4.5 ng 236679 5 20.96 1039230 20.0
Eicosane, 7-hexyl- 21.74 24_.0 ng 1249100 5 20.96 1039230 20.0
Hexatriacontane 22.00 6.0 ng 327722 6 23.03 1100670 20.0
Eicosane 22.40 18.8 ng 1031620 6 23.03 1100670 20.0
Pentadecane, 8-he... 22.46 9.5 ng 520982 6 23.03 1100670 20.0
Tridecane, 7-propyl- 22.96 7.7 ng 422407 6 23.03 1100670 20.0
Heptadecane, 9-oc... 23.53 5.7 ng 313303 6 23.03 1100670 20.0
2-methyloctacosane 23.95 7.4 ng 407438 6 23.03 1100670 20.0
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